Key indicators: single-crystal X-ray study; T = 120 K, P = 0.0 kPa; mean (C-C) = 0.002 Å; R factor = 0.043; wR factor = 0.103; data-to-parameter ratio = 26.0.
Trigonal, P3 2 21 a = 9.2241 (1) Å c = 23.7787 (5) Å V = 1752.13 (5) Å 3 Z = 3
Mo K radiation = 0.17 mm À1 T = 120 K 0.25 Â 0.25 Â 0.25 mm
Data collection
Nonius KappaCCD diffractometer Absorption correction: multi-scan (SCALEPACK; Otwinowski & Minor, 1997) T min = 0.959, T max = 0.959 23012 measured reflections 3410 independent reflections 2325 reflections with I > 2(I) R int = 0.047 Refinement R[F 2 > 2(F 2 )] = 0.043 wR(F 2 ) = 0.103 S = 1.00 3410 reflections 131 parameters H-atom parameters constrained Á max = 0.25 e Å À3 Á min = À0.21 e Å À3 Absolute structure: Flack (1983) , 1419 Bijvoet pairs Flack parameter: 0.0 (1) Data collection: COLLECT (Nonius, 2000) ; cell refinement: DENZO and SCALEPACK (Otwinowski & Minor, 1997) ; data reduction: DENZO and SCALEPACK; program(s) used to solve structure: SIR2002 (Burla et al., 2003) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997); software used to prepare material for publication: WinGX (Farrugia, 1999). supplementary materials Acta Cryst. (2012) . E68, o2809 [doi:10.1107/S160053681203663X] 1,2-Bis{2-[2-(trimethylsilyl)ethynyl]phenyl}ethane-1,2-dione Christopher R. Sparrow, Frank R. Fronczek and Steven F. Watkins
Comment
The title compound (I), (C 12 H 13 OSi) 2 , lies on a crystallographic twofold axis. The phenyl ring is planar -all six C atoms have δ/σ < 0.2. However, carbonyl carbon C12 is 0.217 (5) Å above the C11-O1-C12′ plane, and the C10-C11-C12 -O1 torsion angle is 19.5 (3)°. The ethanedione C12(sp 2 )-C12(sp 2 )′ distance of 1.538 (4) Å is somewhat longer than expected, but is consistent with values reported for benzil, which average 1.536 (10) Å. The acetylenic moiety is nonlinear with deviations from a weighted least-squares line of δ(Si1) = 0.0034 (15), δ(C4) = 0.054 (4), δ(C5) = 0.049 (4), and δ(C6) = 0.047 (4) Å. The crystal structure is stablized by van der Waals interactions.
Experimental
The title compound was supplied by J. Gabriel Garcia, having been synthesized from 1,2-bis-(2-bromophenyl)ethane-1,2-dione and trimethylsilyl acetylene (Garcia et al., 1995) .
Refinement
The space group assignment and absolute structure are based on analysis of 1419 Bijvoet pairs, Flack (1983) parameter x = 0.0 (1), Hooft et al. (2008) parameter y = -0.04 (7), and Hooft P2(true) = 1.000.
All H atoms were placed in calculated positions with C-H distances of 0.95 (aromatic) and 0.98 Å (methyl) and U iso = 1.2 or 1.5 U eq of the attached sp 2 or sp 3 C atom, and thereafter treated as riding. A torsional parameter was refined for each methyl group.
Computing details
Data collection: COLLECT (Nonius, 2000); cell refinement: DENZO and SCALEPACK (Otwinowski & Minor, 1997) ; data reduction: DENZO and SCALEPACK (Otwinowski & Minor, 1997) ; program(s) used to solve structure: SIR2002 (Burla et al., 2003) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) ; software used to prepare material for publication: WinGX (Farrugia, 1999 (4) 
